Crystal packing environments of the NBDs in PDB ID 5JVJ
The PDBePISA tool 1 reveals six symmetry-related interfaces involving the NBD (Supplementary Table S2 , interfaces labeled in italics), forming two different crystal packing environments for the NBDs (Supplementary Table S4 Table S4 , labeled in bold). While this analysis is qualitative only, it suggests that the crystal packing contributes favorably to, if not fosters, the occurrence of conformationally different states of the NBDs in the asymmetric unit. Notable support for the influence of crystal packing on the conformational state of that PPDK structure arises from the fact that for chain B with a closed and likely adenine nucleotide-bound NBD, the CD is located close to the PBD, rather than the NBD (Fig 1b) (1) and (2) mentioned in the main text take place. For each window (total simulation time for all windows), in ns. The dimer interface of PPDK is shown in bold; interfaces involving the NBD are shown in italics. [b] Number of interface residues. [c] In Å 2 .
Supplementary Tables
[d] Solvation free energy gain upon formation of the interface, in kcal mol -1 .
[e]
Number of hydrogen bonds.
[f]
Number of salt bridges. [g] Complexation significance score. Interface residues, predicted by PDBePISA.
[b]
Residues forming hydrogen bonds and salt bridges are labeled in bold and blue, respectively.
[c]
Accessible surface area, in Å 2 , predicted by PDBePISA.
[d]
Buried surface area, in Å 2 , with each vertical bar corresponding to 10% of total solventaccessible surface area buried, predicted by PDBePISA.
[e] Solvent energy effect, in kcal mol -1 , predicted by PDBePISA. 
